SUPPLEMENTARY INFORMATION
I. Preparation, elemental analysis, IR spectra and TGA for compound 1.
II. Crystallography and basic structural features of 1.
III. Complementary magnetic measurements of 1.
IV. FT-IR spectra of 1 were measured on a Perkin-Elmer Spectrum 100 FT-IR Spectrophotometer with ATR accessory in the range of 4000 -300 cm -1 ( Figure S1 ). Thermogravimetric analysis (TGA) was carried out using a Universal V4.5A TA Instrument, model 2960 SDT V3.0F in the range of 25 -500 °C ( Figure S2 ). Figure S1 . IR spectrum of 1.
-S3 -
II. Crystallography and basic structural features of 1.
Single crystal X-Ray diffraction was performed in an Xcalibur S3 CCD-based four-circle diffractometer (Oxford Diffraction and Agilent Technologies). The program CrysAlis Pro 1 was used for data collection and processing. The structure was solved ab initio by direct methods 2 and refined by full-matrix leastsquares analysis. 3 Non-hydrogen atoms were refined with anisotropic displacement parameters. The methylene H atoms of the citrate ligands were placed at idealized positions and refined as riders on their respective parent C atoms with isotropic displacement parameters set to 1.2 times the equivalent isotropic U of the C atom. Hydrogen atoms of the water molecules were found in a difference map. Their isotropic displacement parameters were set to 1.2 times the equivalent isotropic U of the corresponding O atom. Material for publication was prepared using Diamond 4 and Mercury. 5 Data collection and structure solution information and refinement details are shown in Table S1 .
Powder diffraction measurements were made by the X-ray Diffraction and Fluorescence Service of the Servicio General de Apoyo a la Investigación of the University of Zaragoza, using a Rigaku D/MAX-2500 diffractometer equipped with Cu Kα radiation. Figure S2 . TGA for 1.
-S4 -Compound 1 crystallises in the tetragonal system, space group I41/a. The asymmetric unit was chosen so as to permit the simplest possible description of the extended structure, with the Co4O4 cubane unit centred at (1/2, 1/2, 1/2). For this purpose it was necessary to use Origin Choice 1 for this space group as given in the International Tables. 6 Figure S3 Figure S5 . Simulated (red) and experimental (room temperature, green) powder diffraction patterns for 1. Figure S6 . Environment of the two partially occupied K + sites in the structure of 1. K1, K2 occupancies are 0.87 and 0.13, respectively. O5 and O7 are peripheral citrate carboxylate oxygen atoms from cubanes. O1W and O2W are from aqua ligands bound to bridging Co2. The remaining oxygen atoms are from uncoordinated water.
